. Related to Figure 2 : Assigned NMR spectra of 2B4 TCR:
15 N-TROSY spectrum of A) 2B4α collected on a 600 MHz spectrometer with 200 µM sample in 200 mM MES, 100 mM arginine, pH 7.0 at 22°C and B) 2B4β collected on a 800 MHz spectrometer with 300 µM sample in 200 mM MES, 100 mM arginine, pH 7.0 at 22°C. Assignments are depicted on the spectra with the residue number. At 22°C, 60% of the backbone amides of α-subunit have been assigned (60% of the constant domain residues). At 37°C, 75% of the backbone amides of β-subunit have been assigned. About 65% of these assigned resonances were transferred from the 37°C to the 22°C 15 N-TROSY spectra (80% of the constant domain backbone amides were assigned). 15 N-labeled 2B4α and unlabeled CD3δε showed increased CSP in Cα F strand, C strand and Cterminal tail: A) Plot of scaled chemical shift difference between 2B4α (80 µM) and 2B4α saturated with CD3δε subunit (290 uM) vs residue number of 2B4α subunit. The line in the plot indicates threshold at 1σ above the 25% trimmed mean deviation (δppm = 0.024). B) Surface plot of 2B4 TCR with residues showing CSP greater than 1σ above the 25% trimmed mean deviation indicated in blue. The residues that are perturbed significantly are located in Cα F strand, C strand and C-terminal tail, which were identified in previous experiment as well ( Figure 3D ). Some residues that were perturbed in the Vα regions in previous experiment ( Figure 3D ) did not undergo sufficient perturbation in the higher concentration experiment as they were not higher than the more stringent cutoff (=0.024) used in this experiment. Table S1 . Related to Figure 7 : The table lists the energy values and contact areas of the top conformers of TCR-CD3γε and TCR-CD3δε predicted by ICM-dock. The contact area listed is between the CD3 subunits and NMR identified residues as well as the total area of the interface.
